
Table S3. Detailed information of the top 24 plain rings ranked after analyzing 844 FLT3 

inhibitors at the MV4-11 cell level 

SMILES Frequency 

c1ccccc1 764 

n1[nH]ccc1 206 

N1CCNCC1 148 

n1cnccc1 126 

o1nccc1 118 

O1CCNCC1 112 

C1CCCCC1 102 

O=C1Nc2c(C1=C)cccc2 93 

[nH]1cccc1 93 

n1c2c([nH]c1)cccc2 91 

N1CCCCC1 87 

N1CCCC1 72 

n1ccccc1 54 

n1c2c(cnc1)cccc2 51 

n1c2[nH]ncc2cnc1 47 

n1c2[nH]ccc2cnc1 46 

C1CC1 40 

C1CCCC1 40 

n1[nH]c2c(c1)cccc2 39 

s1c2ncncc2cc1 39 

n1c2c(c3c(c1)CCCC3)c1c(cc2)[nH]nc1 34 

n1c2[nH]cnc2cnc1 33 

O=c1[nH]c2ncncc2nc1 29 

O=C1Nc2c(/C/1=C\1/Nc3c(C1=N)cccc3)cccc2 29 

 

 

 

 

 

  




